The synthesis of the title compound has been described previously [1] as a part of our research program focused on serotonine 5HT 1A receptor ligands. The crystals for X-ray studies were obtained from 1-propanole : acetone (2 : 1) mixture by slow evaporation. As for all arylpiperazines of our interest, most of the obtained samples have been classified as plates of amorphous glass. Due to this kind of crystals, a very high quality measurements on a single-crystal diffractometer could not be performed.
Source of material
The synthesis of the title compound has been described previously [1] as a part of our research program focused on serotonine 5HT 1A receptor ligands. The crystals for X-ray studies were obtained from 1-propanole : acetone (2 : 1) mixture by slow evaporation. As for all arylpiperazines of our interest, most of the obtained samples have been classified as plates of amorphous glass. Due to this kind of crystals, a very high quality measurements on a single-crystal diffractometer could not be performed.
Discussion
As a subsequent part of our research on long chain arylpiperazines as serotonin 5HT 1A and 5HT1A receptor ligands, we now investigate the crystal structure of the title compound, which showed a distinct anxiolytic-like activity [1] . In functional in vivo studies it revealed an antagonistic activity at postsynaptic 5HT 1A receptors and behaved as agonist at presynaptic ones. This dual 5HT 1A /5HT 2A receptor ligand contains a flexible four methylene groups spacer, linking arylpiperazine and lactame moieties, and is structurally related to buspirone -approved anxiolytic drug [1] . The independent unit of the crystal is composed of the protonated main molecule, Cl -ion, and three water moieties. As in previously studied structures of potential 5HT 1A and 5HT2A receptor ligands [2] [3] [4] [5] [6] , the main molecule incorporates two border cyclic moieties -arylpiperazine and quinazolinone -linked via butyric four-carbons aliphatic spacer. Both border rings -phenyl from arylpiperazine and quinazolinone -are planar within experimental error but definitely not coplanar. They are slightly inclined to each other at 4.1(2)°. The border cyclic moieties are almost perpendicular with dihedral angle of 79.3(2)°. The extended spacer adopts trans-trans-trans-trans-trans conformation. Ion Cl2 -interacts with nitrogen from chair-conformed piperazine via H-bond as follows: N4-H4···Cl2 = 3.049(5)°A. In most of the studied derivatives (mainly arylopiperazines) with prospective activities to 5HT 1A and 5HT2A receptors [2] [3] [4] [5] , one or two water molecules were usually localised. In the present structure, three water molecules were identified filling the space between long and flexible molecules in triclinic unit. However, respective hydrogen atoms found from Dr map, were unquestionably located at just one oxygen atom, namely O1w. Remaining two atoms (O2w and O3w) are strongly disordered, being refined with isotropic temperature factors. Moreover, H atoms given in the figure (and in the Table 2) are only in roughly estimated positions. Merely, one water molecule with O1w atom is attached to the main molecule d(O1w-H1w1···O21 i ) = 2.804(7) Å, i = (-1+x, y, z), via hydrogen bond. The hydrochlorides of the title compound are combined into infinite chain by the system of the following H-bonds net, involving Cl2 ion and all water oxygens: 
